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Figure S1
Three  conformations  for  glyceryl-phosphate-inositol  moiety  represented  in  four  torsional  angles 
(C12–C11–O13–P1–O1–C1–C6) corresponding to the (A) predicted model proposed by Brandshaw et  
al.; (B) initial PIP2 conformation; and (C) a snapshot of the predominant headgroup orientation; (D) 
the dial plot representation of the evolution of four torsion angles throughout the trajectory.  Red line 
is the average, blue line is the final conformation. Dial plots were created using Simulaid, see Ref 58.
Figure S2
To show that the bilayer system is equilibrated, we (A) show the ion distribution by splitting the 
trajectory into two segments, 0-25 ns and 25-50 ns and calculating  the ion distribution along the Z-
axis  for  the  DPPC system.  (B)  The  area  per  DPPC head group throughout  the  equilibration  and 
production run.
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